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0.046; wR factor = 0.121; data-to-parameter ratio = 11.9. 

There are two independent molecules in the asymmetric unit 
of the title phenoxyethanol derivative, C 10 H 14 O 2 , Each 
molecule has an approximately planar structure except for 
the hydroxy groups (r.m.s. deviations = 0.0281 and 0.0144 A). 
The ethylenedioxy groups have a gauche conformation. In the 
crystal, the molecules form O— H- ■ O hydrogen-bonded 
chains along the a axis. 

Related literature 

For related structures of phenoxyethanol derivatives, see: 
Sanyal & Lahti (2006); Sierra & Lahti (2004). 



CH 3 




CH 3 

Experimental 

Crystal data 

CioHi 4 0 2 
M r = 166.22 
Orthorhombic, Pna2 1 



a = 8.274 (3) A 
b = 13.745 (4) A 
c = 17.113 (5) A 



V= 1946.2 (11) A 3 
Z = 8 

Mo Ka radiation 
Data collection 

Rigaku Saturn724+ diffractometer 
Absorption correction: numerical 
(NUMABS; Rigaku, 1999) 
T min = 0.989, 7/ maI = 0.993 

Refinement 

R[F 2 > 2a(F 2 )} = 0.046 

wR(F 2 ) = 0.121 

S = 1.09 

2660 reflections 

223 parameters 



Table 1 

Hydrogen-bond geometry (A, °). 



II = 0.08 mm -1 
T = 93 K 

0.10 x 0.09 x 0.09 mm 



16794 measured reflections 
2661 independent reflections 
2440 reflections with F 2 > 2a(F 2 ) 
R inl = 0.027 



1 restraint 

H-atom parameters constrained 
A/w = 0.23 e A~ 3 
Ap mi „ = -0.18 e A~ 3 



D-H-A D-H H - A D- ■ A D-H-A 



02-H2- ■ 04' 0.84 1.82 2.623 (3) 159 

04-H4- ■ 02" 0.84 1.80 2.626 (3) 167 

Symmetry codes: (i) — x + 1, — y + 1, z + 1; (ii) — X + \,y — \, z — |. 

Data collection: CrystalClear (Rigaku, 2008); cell refinement: 
CrystalClear; data reduction: CrystalClear, program(s) used to solve 
structure: SIR92 (Altomare, et al, 1994); program(s) used to refine 
structure: SHELXL97 (Sheldrick, 2008); molecular graphics: 
ORTEP-3 for Windows (Farrugia, 2012); software used to prepare 
material for publication: CrystalStructure (Rigaku, 2010). 

This work was supported by Research for Promoting 
Technological Seeds from the Japan Science and Technology 
Agency (JST). 



Supplementary data and figures for this paper are available from the 
IUCr electronic archives (Reference: NK2198). 
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2-(2,5-Dimethylphenoxy)ethanol 
Miho Ukai and Tsunehisa Okuno 
Comment 

The title compound, C10H14O2, is a phenoxyethanol derivative whose structures are often observed in phenyl- 
eneethynylene derivatives (Sanyal & Lahti, 2006) or phynylenevinylene derivatives (Sierra & Lahti, 2004). Introduction 
of ethylenedioxy groups was aiming for control of intermolecular interacrions and/or for improvement of solubility to 
common organic solvents. 

The molecular structure of the title compound is shown in Fig. 1. There are two crystallographically independent 
molecules (A and B) in the unit cell. Both molecules have a planar structure (the CI — C10/O1 plane: r.m.s. deviation = 
0.0281 A, the Cll — C20/O3 plane: r.m.s. deviation = 0.0144 A) except for the hydroxyl groups. The significant 
difference between A and B is recognized at the torsion angles of ethylenedioxy groups which have a gauche 
conformation. 

In the crystal, the molecules form one-dimensional O — H— O hydrogen-bonds (Fig. 2), where the intermolecular 
distances of 02-04' and 02-04" are 2.623 (3) A and 2.626 (3) A, respectively [Symmetry codes: (i) -x + 1, -y + 1, z + 
1/2; (ii)-x+ 1/2, y + 1/2, z+ 1/2.]. 

Experimental 

The title compound was commercially purchased. Single crystals with sufficient quality were prepared by sublimation at 
room temperature. 

Refinement 

Although CheckCIF suggested the spacegroup Pbcn, there existed many reflections which broke systematic absence 
under Pbcn on (Okl) reflections. In this reason, the space group Pna2i was selected after the lattice transformation. Friedel 
pairs were merged because the molecule itself was achiral and because there were not any anomalous scattering effects. 
All H atoms were placed at ideal positions and were refined as riding on their parent atoms. fT^H) values of the H atoms 
were set at 1.2[/ eq (parent atom). 

Computing details 

Data collection: CrystalClear (Rigaku, 2008); cell refinement: CrystalClear (Rigaku, 2008); data reduction: CrystalClear 
(Rigaku, 2008); program(s) used to solve structure: SIR92 (Altomare, et al, 1994); program(s) used to refine structure: 
SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 2012); software used to prepare 
material for publication: CrystalStructure (Rigaku, 2010). 
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Figure 1 

The asymmetric unit of the title compound with atom-numbering scheme. Displacement ellipsoids are drawn at the 50% 
probability level and H atoms are shown as small spheres. 
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Figure 2 

A view of the intermolecular interactions in the title compound. [Symmetry codes: (i) -x + 1, -y + 1, z + 1/2; (ii) -x + 1/2, 
y + 1/2,2+ 1/2.] 

2-(2,5-Dimethylphenoxy)ethanol 



Crystal data 

C10H14O2 
M,= 166.22 
Orthorhombic, Pnaly 
Hall symbol: P 2c -2n 
a = 8.274 (3) A 
6= 13.745 (4) A 
e = 17.113 (5) A 
V= 1946.2(11) A 3 
Z=8 



F(000) = 720.00 

£> x = 1.134 MgrrT 3 

Mo Ka radiation, 1 = 0.71075 A 

Cell parameters from 692 1 reflections 

6 = 2.5-31.2° 

fi = 0.08 mm- 1 

T=93 K 

Block, colourless 

0.10 x 0.09 x 0.09 mm 



Data collection 

Rigaku Saturn724+ 

diffractometer 
Detector resolution: 28.445 pixels mm" 1 
a> scans 

Absorption correction: numerical 

(NUMABS; Rigaku, 1999) 
T mm = 0.989, r max = 0.993 
1 6794 measured reflections 



2661 independent reflections 

2440 reflections with F 2 > 2o(P) 

R mt = 0.027 

0™. = 29.0° 

A = —11^11 

jt = -18->14 

/ = -23->21 
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Refinement 

Refinement on F 2 Secondary atom site location: difference Fourier 

R[F > laiF 2 )] = 0.046 map 

wRiF 1 ) = 0.121 Hydrogen site location: inferred from 

S = 1.09 neighbouring sites 

2660 reflections H-atom parameters constrained 

223 parameters w = II^F 2 ) + (0.0655P) 2 + 0.3857P] 

1 restraint where P = (F 2 + 2F 2 )/3 

Primary atom site location: structure-invariant (A/cr) max < 0.001 

direct methods Ap max = 0.23 e A~ 3 

Ap mill = -0.18eA- 3 

Special details 

Refinement. Refinement was performed using all reflections except for one with very negative F 2 . The weighted i?-factor 
(wR) and goodness of fit (S) are based on F 2 . _/?-factor (gt) are based on F. The threshold expression of F 2 > 2.0 oiF 2 ) is 
used only for calculating i?-factor (gt). 



Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A 2 ) 
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Atomic displacement parameters (A 2 ) 
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Geometric parameters (A, ") 
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2.8806 


C8-H8C 


3.5956 


TTIOA TTIO /~liv 

H18A--H18C" 1 


3.3671 


/"I O TT1 O A vii 

C8---Hl8A x " 


3.5442 


TTI OTT /~1f>viv 

H18B-C8 X1V 


3.3407 


/"< O TT1 O TT viii 

C8--H18B X1 " 


3.3407 


T T 1 OTl " 1 Ay 

H18B-C14 X 


3.4809 


C8---H18G 


O 1 o o o 

3.3883 


TT1 OTl T TT/'v 

H18B--H7C 


3.1223 


f\ T TO vi 

C9— H3 V1 


3.4535 


TT1 OTT TTO A viv 

Hl8B-H8A xlv 


T A O O A 

3.0820 


/"i f\ T T 1 A A i 

C9— H10A' 


3.4465 


TTI OTT TTOTTviv 

Hl8B-H8B xlv 


3.3665 


C10-H3" 


3.1731 


HISB-HSC™ 


3.0237 


C10-H4' v 


2.7662 


Hl8B-Hl4 x 


2.7574 


C10-H17A 1 


3.2409 


Hl8B-Hl6 ,x 


3.4759 


C11-H3 V1 


2.8669 


Hl8B-Hl8A x 


2.8806 


C11-H4A VI 


3.3670 


Hl8C-C8 xlv 


3.3883 


Cll— H19B™ 


2.9103 


Hl8C-H7B VI 


3.2140 
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G11---H20A" 1 


3.1938 


H18C- 


TTO A viv 

■H8A XIV 


3.4546 


C12--H3 V1 


3.4095 


H18C- 


TTO T~"^ v i \/ 

H8B X1V 


2.9685 


/- • i r\ T T /I A vi 

C12---H4A V1 


3.4901 


H18C- 


TTO /— Iviv 

■H8C X1V 


3.1964 


G12---H9A 


3.2353 


Til or* 

H18C- 


HI 0B 


3.3363 


/'■> i ^ T T 1 AT* ix 

C12-H19B 1X 


2.8647 


H18C- 


H17C" 


3.1396 


C12---H20A V1 " 


■~s i-\ A AO 

3.3992 


H18C- 


■H18A X 


3.3671 


C13--H9A 


2.8840 


H19A- 


•C2 vi 


■~) 1 A A^ 

3.2902 


r i i T T 1 /A A viii 

C13--H19A VI11 


3.4670 


H19A- 


•C3 vi 


2.8652 


/— 1 1 1 TT1 AT»ix 

C13— H19B n 


2.8771 


H19A- 


•C4 V1 


1 AO 

3.2203 


f * 1 r\ iTn A « .,i ii 

Cl3-"H20A vm 


2.9891 


H19A- 


•C13 vi 


3.4670 


C14--H7C 


O O oaa 

3.3800 


H19A- 


C16 x 


3.5619 


C14--H9A 


3.2058 


H19A- 


•H3 vi 


o a a r\^i 

2.9097 


C14-H10B 


3.5999 


H19A- 


•H4A VI 


3.4762 


/- • 1 A T T 1 /'iv 

C14---H16' x 


o A AO A 

3.0020 


H19A- 


H13 vi 


-> o AAA 

2.8099 


/-II ,1 III o T~t i v 

C14---H18B 1X 


3.4809 


H19A- 


■H14 vi 


3.4131 


C14-H19B K 


o AAAn 

2.9908 


H19B- 


•Cll x 


2.9103 


< \ r T TO vi 

Cl5--H3 vl 


3.4613 


H19B- 


C12 x 


2.8647 


/-II IT1 /"iv 

Cl5--Hl6 lx 


3.1872 


H19B- 


C13 x 


2.8771 


C15-H19B 1X 


3.0526 


H19B- 


■C14 x 


2.9908 




2.9000 


H19B- 


C15 x 


3.0526 


' 1 /" TT1 A A IX 

C16-H19A 1X 


3.5619 


H19B- 


C16 x 


■"> A AT/" 

3.0076 


f < i r T T 1 A"Ti iv 

C16-Hl9B lx 


3.0076 


H19B- 


•Hl3 x 


3.3894 


C16---H20A 1X 


3.5372 


H19B- 


•Hl4 x 


3.5612 


/'■> i ^ T T /I A vi 


3.4133 


H19B- 


Hl6 x 


3.5801 


C17---H7A X " 


o rno a 

3.5084 


H19B- 


Hl7A x 


3.4953 


Cl7---H7B X " 


3.4235 


H19B- 


IMA A iv 

■H20A lx 


2.8149 


/"< 1 "7 IT1 A i/ 

C17-H10B V 


3.4361 


H20A- 


•02 vii 


3.2142 


C17---H20A™ 1 


3.4900 


H20A- 


03 x 


3.0937 


G18-H8B X1V 


3.4879 


H20A- 


04 x 


3.4476 


C18---H8C XIV 


3.2752 


H20A- 


•Cll x 


3.1938 


/—l 1 O TT1 /'Iy 

Cl8—Hl6 lx 


3.4700 


H20A- 


•Cl2 vi 


1 "1 AAO 

3.3992 


/- • i o TTIOAv 

C18---H18A X 


3.5479 


H20A- 


•Cl3 vi 


2.9891 


C19-H2 V 


O C ah/ 

3.5076 


H20A- 


C16 x 


3.5372 


1 f\ T vi 

C19--H3 V1 


3.5351 


H20A- 


•C17 vi 


3.4900 


/—I 1 /"\ ill in! 

C19--H13 VI 


3.4168 


H20A- 


•C19 x 


3.3764 


C19---H20A 1X 


3.3764 


H20A- 


•H2 vii 


■~> 1 1 AO 

3.2293 


C20-H2 V 


2.9706 


H20A- 


•H7A V 


3.2843 


C20-H7A V 


3.2347 


H20A- 


•H13 vi 


2.6198 


C20-H13 V1 


3.1030 


H20A- 


•H17A vi 


-> AO O 

3.3032 


H2-02' 


3.5932 


H20A- 


T T 1 TT»vi 

•Hl7B vl 


O O O A A 

3.2300 


T TO f A 1 ii 

H2-03" 


3.1357 


H20A- 


•Hl9B x 


2.8149 


IT^ i~\ A iv 


3.1153 


H20B- 


•C4 vi 


3.4561 


H2--04" 


1.8223 


H20B- 


•C5 vi 


3.5728 


H2-C19" 


3.5076 


H20B- 


•C7 V 


3.4845 


H2-C20" 


2.9706 


H20B- 


•H2 V 


3.1657 


H2-H4 1V 


2.3376 


H20B- 


•H4A VI 


3.4628 


H2-H4 11 


2.1820 


H20B- 


•H7A V 


2.8050 


H2-H7A 1 " 


3.0416 


H20B- 


•H7C V 


3.3040 


H2-H10A 1 


3.2850 


H20B- 


•H8A V1 


3.4022 
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H2-H17A XV 
H2-H17A" 



3.5447 
3.3280 



H20B-H13" 
H20B-H17B V 



2.9460 
3.1414 



CI— 01— C9 
Cll— 03— C19 
01— CI— C2 
01— CI— C6 
C2— CI— C6 
CI— C2— C3 
CI— C2— C7 
C3— C2— C7 
C2— C3— C4 
C3— C4— C5 
C4— C5— C6 
C4— C5— C8 
C6— C5— C8 
CI— C6— C5 

01— C9— CIO 

02— CIO— C9 

03— Cll— C12 
03— Cll— C16 
C12— Cll— C16 
Cll— C12— C13 
Cll— C12— C17 
C13— C12— C17 
C12— C13— C14 
C13— C14— C15 
C14— CI 5— C16 
C14— CI 5— C18 
C16— C15— C18 
Cll— C16— C15 

03— CI 9— C20 

04— C20— C19 
CIO— 02— H2 
C20— 04— H4 
C2— C3— H3 
C4— C3— H3 
C3— C4— H4A 
C5— C4— H4A 
CI— C6— H6 
C5— C6— H6 
C2— C7— H7A 
C2— C7— H7B 
C2— C7— H7C 
H7A— C7— H7B 
H7A— C7— H7C 
H7B— C7— H7C 



117.5 (2 
117.64 ( 

115.3 (3 
123.7 (2 
121.0 (3 

117.4 (3 
120.7 (3 
121.9 (3 
122.0 (3 

120.3 (3 

118.4 (3 
121.2 (3 
120.4 (3 

121.0 (3 

107.4 (3 
112.0(2 
115.6(3 

123.5 (2 
120.9 (3 
117.7(3 

120.2 (3 

122.1 (3 

122.1 (3 
119.9(3 

119.3 (3 

121.3 (3 

119.4 (3 
120.0 (3 

107.2 (2 
109.13 ( 
109.470 
109.472 
118.987 
118.991 
119.849 
119.860 
119.517 
119.522 
109.477 
109.480 
109.477 
109.459 
109.465 
109.469 



9) 



9) 



C5— C8— H8A 
C5— C8— H8B 
C5— C8— H8C 
H8A— C8— H8B 
H8A— C8— H8C 
H8B— C8— H8C 
01— C9— H9A 

01— C9— H9B 
CIO— C9— H9A 
CIO— C9— H9B 
H9A— C9— H9B 

02— CIO— HI OA 

02— CIO— HI OB 
C9— CIO— HI OA 
C9— CIO— HI OB 
HI OA— CIO— HI OB 
C12— C13— H13 
C14— C13— H13 
C13— C14— H14 
C15— C14— H14 
Cll— C16— H16 
C15— C16— H16 
C12— C17— H17A 
C12— C17— H17B 
C12— C17— H17C 
H17A— CI 7— H17B 
H17A— C17— H17C 
H17B— CI 7— H17C 
C15— C18— H18A 
C15— C18— H18B 
C15— C18— H18C 
H18A— CI 8— H18B 
H18A— CI 8— H18C 
H18B— CI 8— H18C 

03— CI 9— HI 9 A 

03— CI 9— HI 9B 
C20— CI 9— H19A 
C20— CI 9— H19B 
H19A— CI 9— H19B 

04— C20— H20A 
04— C20— H20B 
CI 9— C20— H20A 
CI 9— C20— H20B 
H20A— C20— H20B 



109.470 
109.468 
109.474 
109.474 
109.469 
109.472 
110.232 
110.239 
110.237 
110.237 
108.510 
109.205 
109.199 
109.216 
109.218 
107.903 
118.933 
118.940 
120.026 
120.024 
120.006 
120.001 
109.476 
109.472 
109.470 
109.469 
109.473 
109.467 
109.471 
109.477 
109.474 
109.467 
109.469 
109.469 
110.279 
110.282 
110.281 
110.283 
108.533 
109.852 
109.858 
109.852 
109.858 
108.282 



CI— 01— C9— CIO 



179.42 (15) 



C4— C5— C6— CI 



-0.3 (4) 



Acta Cryst. (2013). E69, o456 



sup-12 



supplementary materials 



C9 — Ol — CI — C2 


1 ti no /i zt\ 

-172.98 (16) 


p o PC P /I pi 

C o — C 5 — C 6 — C 1 


179.6 (3) 


c • t\ pi p 1 p /_ 

C9 — Ol — LI — C6 


6.8 (3) 


/a i pn pi a p --> 

0 1 — C 9 — C 1 0 — 02 


69.9 (3) 


p 1 1 p.*> pm poa 

Cll — 03 — C19 — C20 


1 *7n /ii / 1 

-179.47 (16) 


03 — Cll — C12 — C13 


1 7fl jCC /1 T\ 

179.65 (17) 


p 1 a p.") n i pn 

C19 — 03 — Cll — C12 


-176.76 (16) 


p"> pi i pn pn 

03 — Cll — C12 — C17 


-2.0 (3) 


pin /"\ ~) pi i p i /_ 

C19 — 03 — Cll — C16 


2.3 (3) 


P 1 1 pi/; P1C 

(J 3 — C 1 1 — C 1 6 — C 1 5 


1 to nn / 1 o\ 

-178.99 (18) 


p i pi p PO 

Ol — CI — C2 — C3 


179.72 (16) 


PH pi 1 p l /_ PIC 

C 1 z — C 1 1 — C 1 6 — C 1 5 


0.0 (4) 


p 1 pi p^> pn 

Ol — CI — C2 — C7 


-0.7 (3) 


p i /- pii pn pn 

C 1 6 — C 1 1 — C 1 z — C 1 3 


0.6 (4) 


p i f ■■ i p/; p c 

0 1 — C 1 — C 6 — C 5 


1 *7n /in / 1 o\ 

-179.49 (lo) 


p 1 /_ P11 pn pn 

Cl6 — Cll — Clz — Cl7 


no c\£ { 1 n\ 

178.96 (19) 


PI /" 1 P/l PC 

Cz — C 1 — C o — C j 


0.3 (4) 


p i i pn pn pi a 
Cll — C 1 z — C 1 3 — C 1 4 


1 1 (A \ 

-1.1 (4) 


p /_ pi pi p o 
Co — CI — C2 — C3 


-0.1 (3) 


ph pn pn p i /i 

C17 — C12 — C13 — C14 


1 HC\ C /1\ 

-179.5 (2) 


Cf, C\ Cl Cl 

1 V^Z V^y / 




P19 C\~>, C"\A P1 ^ 


l.U (^4j 


Cl— C2— C3— C4 


-0.1(4) 


C13— C14— C15— C16 


-0.4 (4) 


C7— C2— C3— C4 


-179.7 (2) 


C13— C14— C15— C18 


179.7 (3) 


C2 C3 C4 C5 


0.1 (4) 


C14— C15— C16— Cll 


-0.1 (4) 


C3— C4— C5— C6 


0.1 (4) 


C18— C15— C16— Cll 


179.8 (3) 


C3 — C4 — C5 — C8 


-179.8 (3) 


03— C19— C20— 04 


65.7 (2) 


Symmetry codes: (i) x+1/2, — yf 3/2, z; (i 
-x+l/2,}M/2, z-1/2; (viii)x+l,>>, z; (ix 
z-1/2; (xiv) -x+3/2,}>-1/2, z+1/2; (xv) - 


i) -x+1, -y+1, z+1/2; (iii) x-l/2, -y+3/2, z; (iv) -x+1/2, y+1/2, z+1/2; (v) -x+1, -y+1, z-1/2; (vi) x~l,y, z; (vii) 
.) x+1/2, -y+1/2, z; (x) x-l/2, -y+1/2, z; (xi) -x+2, -y+1, z+1/2; (xii) -x+2, -y+\, z-1/2; (xiii) -x+3/2, y+1/2, 
-x+3/2, y+1/2, z+1/2; (xvi) -x+3/2, y-1/2, z-1/2. 


Hydrogen-bond geometry (A, °) 








D—n-A 


D — H 


R-A D-A 


D—U-A 


02— H2-04" 


0.84 


1.82 2.623 (3) 


159 


04— H4-02 vii 


0.84 


1.80 2.626 (3) 


167 



Symmetry codes: (ii) -x+1, -y+1, z+1/2; (vii) -x+1/2,^-1/2, z-1/2. 
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